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There are three independent 3-hydroxyimino-l-methyl- 
indolin-2-one molecules and a water molecule in the 
asymmetric unit of the title compound, 3C<,H 8 N 2 C>2-H20. 
The crystal packing is stablized by O— H- ■ O and O — 
H- ■ -Nhydrogen bonds between 3-hydroxyimino-l-methyl- 
indolin-2-one molecules and the water molecule and weak 
n-Tt stacking interactions [centroid-centroid distances in the 
range 3.446 (2)-3.983 (2) A], forming a two-dimensional 
network. 

Related literature 

For the anti-bacterial, anti-virus and neuroprotective activity 
of indolin-2-one derivatives, see: Chen et al. (2009a,fo, 
2010tf,£>). For standard bond lengths, see Allen et al. (1987). 



Data collection 

Bruker SMART CCD area-detector 
diffractometer 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 2005) 
T min = 0.944, r m „ = 0.986 

Refinement 

R[F 2 > 2a(F 2 )} = 0.047 

wR(F 2 ) = 0.140 

S = 1.05 

4512 reflections 



Table 1 

Hydrogen-bond geometry (A, °). 



7872 measured reflections 
4512 independent reflections 
3154 reflections with I > 2a(l) 
R<„, = 0.024 



362 parameters 

H-atom parameters constrained 
Ap max = 0.26 e A~ 3 
Ap mi „ = -0.21 e A~ 3 



D-H- - A 


D-H 


H-A 


D-A 


D-H- - A 


OIW-HIWA- ■ -Off 


0.96 


1.82 


2.752 (3) 


164 


Ol-HIB-Nl" 


0.82 


2.11 


2.780 (3) 


139 


OTW-HTWB- ■ 06'" 


0.96 


2.02 


2.958 (3) 


165 


OTW-W1WB- ■ N5 m 


0.96 


2.59 


3.181 (3) 


120 


03-H3C---07W 


0.82 


1.78 


2.579 (3) 


165 


05-H5C-O4 


0.82 


2.05 


2.753 (3) 


144 


Symmetry codes: (i) x, y - 


- 1, z; (ii) —x - 


yz,-y,-z-{ 


- 1; (iii) —x + 1, — y - 


hi, -z. 



Data collection: SMART (Bruker, 2002); cell refinement: SAINT 
(Bruker, 2002); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
ORTEP-3 (Farrugia, 1997); software used to prepare material for 
publication: WinGX (Farrugia, 1999). 
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Projects of Shaanxi Education Department (09 J K709). 




Experimental 

Crystal data 

3C 9 H 8 N 2 0 2 H 2 0 
M r = 546.54. 
Triclinic, PI 
a = 8.920 (3) A 
b = 10.811 (4) A 
c = 14.915 (5) A 
a = 91.335 (3)° 
P = 101.013 (3)° 



H,0 



y = 112.784 (3)° 
V = 1294.1 (7) A 3 
Z = 2 

Mo Ka radiation 
/i = 0.10 mm -1 
T = 296 K 

0.36 x 0.28 x 0.25 mm 



Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: JJ2082). 
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Comment 

Isatin derivatives attracted much attention related to their anti-bacterial, anti-virus and neuroprotection properties (Chen et 
ah, 2009a; Chen et al, 2009ft; Chen et al., 2010a; Chen et al. ,2010ft). 3-(Hydroxyimino)-l-methylindolin-2-one, a related 
structure, has been synthesized by a condensation reaction of iV-methyl isatin and hydroxylamine. In this paper we report 
the X-ray crystal structure of the title compound, a related derivative of these bioactive compounds. 

In the title compound, 3(C9HgN202), H2O, there are three independent 3-(hydroxyimino)-l-methylindolin-2-one planar 
molecules and a water molecule in the asymmetric unit (Fig. 1). Bond lengthas and angles are in normal ranges (Allen 
et al., 1087). Crystal packing is stablized by O — H - 0 hydrogen bonds between 3-(hydroxyimino)-l-methylindolin-2-one 
molecules and the water molecule and weak n — 71 stacking interactions (Table 2) forming a two-dimensional network (Fig. 
2). 

Experimental 

iV-methyl isatin (1 mmol) was dissolved in methanol (20 ml), 10 ml me thanol solution of 1.2 mmol hydroxylamine was 
added dropwise, until the disappearance of isatin, as evidenced by thin-layer chromatography. The solvent was removed in 
vacuo and the residue was separated by column chromatography (silica gel, petroleum ether/ethyl acetate = 1:1), giving the 
title compound. 30 mg of the title compound was dissolved in 30 ml me thanol and the solution was kept at room temperature 
for 4 d, natural evaporation gave yellow single crystals suitable for X-ray analysis. 

Refinement 

All H atoms were placed at calculated positions and refined as riding, with C — H = 0.93 A, N — H = 0.86 A and O — H = 
0.82 A, and with (7 iso (H) = 1.2f/ eq (C, N) or 1.5(7 eq (0). 



Figures 



Fig. 1. An ORTEP-3 drawing of the tile compound, with the atom-numbering scheme and 
30% probability displacement ellipsoids. 



Fig. 2. Packing of the title compound. Dashed lines indicate hydrogen bonds. 
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Tris(3-hydroxyimino-1 -methylindolin-2-one) monohydrate 



Crystal data 

3C 9 H 8 N202-H 2 0 
M r = 546.54 
Triclinic, PI 
Hall symbol: -P 1 
a = 8.920 (3) A 
6 = 10.811 (4) A 
c = 14.915 (5) A 
a = 91.335 (3)° 
(3= 101.013 (3)° 
y= 112.784 (3)° 

V= 1294.1 (7) A 3 



1 = 2 

P(000) = 572 

D x = 1.403 MgnT 3 

Mo Ka radiation, X = 0.71073 A 

Cell parameters from 3022 reflections 

0= 1.8-27.5° 

H = 0.10 mm -1 

T=296K 

Block, yellow 

0.36 x 0.28 x 0.25 mm 



Data collection 



Bruker SMART CCD area-detector 
diffractometer 

Radiation source: fine-focus sealed tube 

graphite 

<p and co scans 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 2005) 
r min = 0.944, r max = 0.986 
7872 measured reflections 



4512 independent reflections 

3154 reflections with / > 2c(7) 
R mt = 0.024 

^max — 25.1 , 0min — 2.4 

^=-10^10 

Jt = -12— »12 
/ = -17-»16 



Refinement 
Refinement on 
Least-squares matrix: full 
R[F 2 > 20(^)1 = 0.047 

wR(F 2 ) = 0.140 

S= 1.05 

4512 reflections 

362 parameters 

0 restraints 

Primary atom site location: structure-invariant direct 
methods 



Secondary atom site location: difference Fourier map 

Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 

w = V[o 2 (F 2 ) + (0.0716P) 2 + 0.1735P] 
where P = (F 0 2 + 2F 2 )/3 
(A/o) max < 0.001 

Apmax = 0.26 e A~ 3 
Ap min = -0.21 eA~ 3 

Extinction correction: SHELXL97 (Sheldrick, 2008), 
Fc*=kFc [ 1 +0 .00 1 xFc V/sin(29)] " 1/4 

Extinction coefficient: 0.029 (3) 
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Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two Is. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 

Refinement. Refinement of F 2 against ALL reflections. The weighted i?-factor wR and goodness of fit S are based on F 2 , convention- 
al i?-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > ciF 2 ) is used only for calculating R- 

factors(gt) etc. and is not relevant to the choice of reflections for refinement. i?-factors based on F 2 are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
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Atomic displacement parameters (A 2 ) 
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Hydrogen-bond geometry (A, °) 
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2.11 


2.780 (3) 


139 
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2.753 (3) 


144 


Symmetry codes: (i) x, y+l,z; (ii) 


-x+2, -y, -z+1; (iii) -x+1, 


-y+l, -z; (iv) . 







Table 2 

Cg—Cg K-ring stacking interactions, Cgl,Cg2,Cg4,Cg5,Cg7,Cg8 are the centroids of rings N2/C6-C8, C2-C5,C8/C9, 
N4.C11-C12/C17-C18, C13-C17, N6/C24-C27, C20-C23/C27-C28 [Symmetry codes: (i) l+x,yz; (ii) x, -1+y z' (iii) x, y 
z; (iv) x, 1+y, z; (v) -1+x, y, z ] 



Cgl-CgJ 


Cg-Cg (A) 


Cg IJ>erp (A) 


CgJ_Perp (A) 


Cgl-Cg7 i ' v 


3.5935 (19) 


-3.4071 (9) 


3.4348 (10) 


Cgl-CgS^ 


3.843 (2) 


-3.4274 (12) 


3.4274 (12) 


Cg2-Cg4 ii ' lv 


3.7366 (19) 
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-3.5798 (10) 
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-3.5288 (10) 
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Cg5-Cg2 iv 
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3.4415 (10) 


-3.4224 (10) 
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